. Electronic energies (Eel) and zero-point energies (ZPE) from numerically computed frequencies of geometry-optimized states (BP/def2-SVP COSMO, ε = 10); in atomic units. Q = total charge; M = multiplicity; and thermodynamic corrections to the energy ∆Etherm, entropy ∆S, and free energy ∆G. Fe ( Figure S1 . Stability (in kJ/mol) relative to EE0 isomer for the four electronic states of EZ0, ZE0, and ZZ0, with various bars representing TPSSh-D3, TPSSh, B3LYP-D3, B3LYP, PBE-D3, and PBE; most methods give energies within 5 kJ/mol and of similar sign. 
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